LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acqg On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37249.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.987 316 323 332 rBV 76024 125968 1.77% 0.286%
2 5.457 396 403 413 rBV 279871 443316 6.24% 1.005%
3 7.063 670 676 685 rBV 414062 671963 9.46% 1.523%
4 7.887 811 816 822 rBV 104064 163493 2.30% 0.371%
5 9.051 1008 1014 1022 rBV 217470 378449 5.33% 0.858%

6 10.692 1286 1293 1300 rVB 169267 286779 4
7 13.145 1704 1710 1718 rBV 866680 1264791 17.
8 14.410 1920 1925 1931 rBV 102754 137124  1.93%
9 14.521 1938 1944 1949 rVB 398277 559054 7
10 14.945 2011 2016 2027 rBV2 243947 558405 7

P RPONO
w
=
=
R

11 15.357 2082 2086 2091 rVB 235506 288245  4.06%
12 15.763 2149 2155 2159 rBV 98076 181684  2.56%
13 16.010 2189 2197 2203 rBV 1001092 1445317 20.34%
14 16.221 2228 2233 2241 rBV 473393 883058 12.43%
15 16.480 2273 2277 2281 rBV 121303 176516 2.48%

ONWOeO
N
N
(o)
B

16 16.668 2305 2309 2316 rBV3 195702 424298 5.97%
17 17.010 2363 2367 2372 rBV 693845 841674 11.84%
18 17.062 2372 2376 2380 rVB 244598 337453  4.75%
19 17.262 2405 2410 2415 rBV 811842 1126479 15.85%
20 17.480 2445 2447 2454 rVB 81973 110392 1.55%

ONORO
N
(o))
Ui
R

21 17.751 2489 2493 2498 rBV 875532 1043587 14.69%
22 18.157 2558 2562 2573 rBV3 479820 1170511 16.47%
23 18.439 2607 2610 2615 rBV 988275 1189592 16.74%
24 19.074 2714 2718 2722 rBV 1058144 1257478 17.70%
25 19.321 2756 2760 2762 rBV 895982 1343361 18.91%

W NDNDNDN
[e)]
O
(o)
B

26 19.362 2762 2767 2776 rVV 3676520 7105733 100.00% 16.106%
27 19.439 2776 2780 2800 rVB 1479967 3000166 42.22% 6.800%
28 19.651 2813 2816 2828 rVB2 979561 1520234 21.39%  3.446%
29 19.880 2851 2855 2860 rVB 4209564 5063319 71.26% 11.476%
30 20.186 2904 2907 2911 rVB 787149 809466 11.39% 1.835%

31 20.427 2945 2948 2953 rBV 344344 452326 6.37% 1
32 20.680 2988 2991 2996 rVB 548582 559470 7.87% 1
33 21.145 3067 3070 3080 rVB 558519 932965 13.13%  2.115%
34 21.439 3116 3120 3131 rVB 1863832 2615218 36.80% 5
35 21.992 3210 3214 3220 rBV 1371434 2196977 30.92% 4

36 23.809 3517 3523 3533 rVB2 1675470 3454224 48.61% 7.829%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acqg On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 44119085
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

: 26 Oct 2022 22:13
: CG/JU
: N5220-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
BM@37249.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Time-->

PGS
5000000
4000000
3000000

2000000

1000000

0

TIC: BM037249.D\data.ms

7.063
4.987 5.457 /\ 7.887 9.051 10.692

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Time-->

A
5000000
4000000
3000000

2000000

1000000

TIC: BM037249.D\data.ms

19.880

19.362

20.186

20.427

13.145

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

Abundance
600000
5000000

4000000

0
23.809
21.439 21.992
21.145
-

3000000

2000000

1000000

0

TIC: BM037249.D\data.ms

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.987 15.41 ng 125968 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
2 Tetraglyme 222 C10H2205 000143-24-8 37
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
4 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 323 (4.987 min): BM037249.D\data.ms (-316) (-) m/z 43.10 100.00%
43.1
5000
101.1
Al meme S
‘ ‘ 4.60 4.80 5.00 5.20 5.40
ol bl oy 13281650 2080 28LLy,; 5910 61.99%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RN R
4.60 4.80 5.00 5.20 5.40
m/z 101.10  26.34%
‘ 101.0
01\\?".(\)”‘\“\“"‘ \\‘\"\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #100836: Tetraglyme
59.0
R A Raaae S
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 15.55%
29"0 103.0
ol 80 ame
miz--> 50 100 150 200 250
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R A R SRR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.61%
5000 101.0
27.0‘
ol ‘”‘,‘ﬂ - ‘ S S —
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.410 4.91 ng 137124  Acenaphthene-di0 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 1925 (14.410 min): BM037249.D\data.ms (-1920) (- | m/z 57.10 100.00%
57.1
——
\ 9 0 1411 2123 401 1450
ol AL 250 2385 2670 ADL sz 43.05  69.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90189: Pentadecane
57.0
5000 T
14.50
F m/z 71.10 68.08%
9.0
OL\S\d\ “‘ \“‘\ “‘ \“ \1\4\]_‘0\ T \2‘1\2\0\ T ‘ L ’ L ‘ L ‘ T
m/z--> 0 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
——
14.50
5000 m/z 85.10 46.01%
‘ 9.0
41.0
50 ||| | 0m0m2s0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T
57.0 14.50
m/z 41.10 39.91%
w WANMJWVM“AWMWWW”VﬂJ
9.0
A A e e e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.945 19.98 ng 558405  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 52
5 Heptanoic acid 130 C7H1402 000111-14-8 47
Abundance Scan 2016 (14.945 min): BM037249.D\data.ms (-2011) (- | m/z 73.05 100.00%
41.1
5000
129.1
——
H m | Pn.z 15.00
ok W‘N Wl AL L L] (2211 2671 o 6p.00  85.32%
miz--> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 1500
29.0 m/z 41.10 54.54%
AL | e
O . “‘ W‘ h““uhu‘ ‘\ww }\\‘\‘ } \}‘ ‘ I “ ‘Z‘O’p"o‘ T
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
——
15.00
5000 m/z 43.10 53.03%
129.0
bl e
ok “\“ H“u‘u‘ h““uhh\‘ wh‘h “‘w“; A ‘m‘ “‘ ‘\‘ ’ . — —
miz--> 50 100 150 200 250
Abundance #46963: n-Decanoic acid —
60.0 15.00
m/z 55.10 47.24%
29.0
5000
129.0
L \‘ gT0, | 1720
oY 1 O N S
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.357 10.31 ng 288245  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 80
Abundance Scan 2086 (15.357 min): BM037249.D\data.ms (-2082) (- | m/z 57.10 100.00%
57.1
2000 J\/\/\M
— ——
99.2 141.0 2263 15.00 15.50
oAbl |, 14101821 22632643 341 . 4310 72.25%
miz--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 — —
15.00 15.50
99.0 m/z 71.10 70.83%
226.0
O \5\0‘\ \‘ “ H “‘ “‘ “‘ %41 9\ ]\-8\3\0 T \‘\ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
— ——
15.00 15.50
5000 m/z 85.05 47 .58%
99.0 141.0
o‘m‘m““‘!uw\Hm_m_m‘mwm‘
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane “ —
57.0 15.00 15.50
m/z 41.10 37.91%
v m
M | 99‘0 1410 2120
o8O e — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.763 6.50 ng 181684  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
4 Octacosane 394 C28H58 000630-02-4 68
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 64

Abundance Scan 2155 (15.763 min): BM037249.D\data.ms (-2149) (- m/z 57.10 100.00%

57.1
5000

-~
99.1 15.50 16.00

‘ 40.2169.2 2103  265.1 .
H_‘H_HM‘NWMHmHW_‘H_HW‘HWHH,HH_H‘_HWH‘WH‘ m/z 71.10  50.40%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 _ SR
15.50 16.00

m/z 43.10 48.14%

o

99.0
0 L “ | 1410 1830 2390
\\‘\\H‘HH‘\\H‘\H\‘HH‘\\H‘H\\’\\H‘\H\’\\H‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
e e
15.50 16.00
5000 ITI/Z 85.10 26.43%
113.0
o IO L L] | 154020 assoom
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74011: Tridecane, 6-methyl- 1 —
57.0 15.50 16.00

m/z 41.10 21.72%

- WJKWmeMW/MJummJWMJK
98.0
270 | | 179

7.0 169.0

m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.221 15.68 ng 883058 Phenanthrene-die 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2233 (16.221 min): BM037249.D\data.ms (-2228) (- m/z 57.10 100.00%

57.1
5000

—
‘ 9.1 16.00 16.50
il

141.2
i) 34121832 2402 28413279 71 10 72.10%

m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0

o

5000 — ——
16.00 16.50
9.0 m/z 43.10  67.37%
OL\S\Q‘\ ‘\““‘\ ‘U‘ H‘ H‘ \“‘ \1\4% 9\ ]\-8\3\0‘ T \2\49.‘0\ L I
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
16.00 16.50
5000 ITI/Z 85.10 48.90%
‘ 9.0
410
50 L1y 1408300250 2960
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T —
57.0 16.00 16.50
m/z 41.10 35.55%
5000
9.0
ol il 01830 zeso o TTETT
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.668 7.53 ng 424298  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 30
5 Dodecyl nonyl ether 312 C21H440 1000406-37-5 25

Abundance Scan 2309 (16.668 min): BM037249.D\data.ms (-2305) (- | m/z 73.05 100.00%
73.0

129.1
5000 185.2

7
16.50 17.00

36 H 228.2
ol 388, ol al Lol 72652 3850043 10 o5.42%
m/z--> 50 100 150 200 250 300 350
Abundance #109282: Tetradecanoic acid
i73.0
50001 29 129.0 228.0 L T T
’ 16.50 17.00
185.0 m/z 60.00 84.18%
0! ‘H“H\‘ dm“\ {M‘\‘u} “ ‘ L m‘\ “\‘ \‘ — “ T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
— —
16.50 17.00
5000 129.0 ITI/Z 41.10 70.04%
29.
199.0 242.0
oL Hd‘u‘u MM H;N‘\‘M \““‘H “ ;“‘ L N
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid 7 —
60.0 16.50 17.00

m/z 57.10 69.41%

5000 129.0
171.0 213.0 256.0
“ L ﬂh“‘\ ;\u‘\‘ . | “ ‘ ‘ L ‘ I ‘

oL, . e e
miz--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.009 14.94 ng 841674  Phenanthrene-di10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2367 (17.010 min): BM037249.D\data.ms (-2363) (- | m/z 57.10 100.00%
57.1
2000 M\J\/\%A
99.1 7700 |
17.00
141.2
I ”‘ L1757 1822219.32548  327. n/z 71.10  74.65%
miz--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 ——
17.00
99.0 m/z 43.10 67.23%
226.0
01\5\Q‘\ \‘ “‘ H H‘ “‘ “‘ %\41(‘)\ 1\-8\3\0 T \‘\ T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T \
17.00
5000 m/z 85.10 49,37%
99.0 140.0
182.0
ol b b L L T 2280
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane T ‘
57.0 17.00
m/z 41.10 32.13%
5000
‘ 99.0
41.0
o150 L L1 | }#H0 1830 250 2060 .
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.063 5.99 ng 337453 Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octadecane 254 C18H38 000593-45-3 90
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
Abundance Scan 2376 (17.062 min): BM037249.D\data.ms (-2372) (- | m/z 57.10 100.00%
57.1
2000 VWL$
9.1 T \
41.2 1832 17.00
- w““ LITRERT 24682843 385 . 711 g9.22%
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— ‘
17.00
m/z 85.10 54.11%
113.0 1
0 \“‘\ ‘\‘ “\‘U‘ \H‘\M‘ \“‘\“\ { “\ \8\‘3\9‘ T \2\5‘3\0\ LI B
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
T \
17.00
5000 m/z 43.10 49, 29%
9.0
oL L1 14101830 2250 2680
A A e
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane T
57.0 17.00
m/z 41.10 27.06%
9.0 198.0
olsg [l im0 w80 -
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.751 18.53 ng 1043590  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heneicosane 296 (C21H44 000629-94-7 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2493 (17.751 min): BM037249.D\data.ms (-2489) (- | m/z 57.10 100.00%
7.1

5
5000

e
| 131, 0 ‘ 17.50 18.00
DL 180, 2684 3411 4011 475. o 79 .1g  75.34%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107219: Hexadecane
57.0

5000 T
17.50 18.00
m/z 43.10 67.01%

‘ | 1‘13.0 169.0 226.0
‘\\“\‘\“‘\“\‘\”\“\“\“\\I‘“\‘\.\\‘\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74004: Tetradecane

57.0

T
17.50 18.00

o

o

5000 m/z 85.10 51.30%
“ | | |}130 1980
0"‘\‘\“\‘H\‘J“J"A‘\\HA‘\HH\‘HH“‘H’HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T T
57.0 17.50 18.00

m/z 41.10 30.63%

o NWM
ﬂlao
|\ “ ‘ |‘ 1

J M 169.0 2250 296.0
0‘\\\‘\‘\“\\\‘\\\\““\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.157 20.78 ng 1170510  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Octadecanoic acid 284 (C18H3602 000057-11-4 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2562 (18.157 min): BM037249.D\data.ms (-2558) (- | m/z 73.05 100.00%

73.0
5000 129.1
213.2

171.2 ‘ L - L -
L

256.3 18.00 18.50

B O =% S - PR ey S P

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000
‘ “\\L
1

o

129.0 — —
18.00 18.50

m/z 60.00 80.21%

171.0 213.0 256.0
0! \‘H‘\m\‘H‘“‘\“‘\H‘LHH‘HH’H
m/z--> 00 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.10 74.83%
P9,
129.0
‘ 1710 2140
m/z--> 50 100 150 200 250 300 350

Abundance #179089: Octadecanoic acid —— —
18.00 18.50
m/z 41.10 66.59%
5000 129.0
185.0 5471 284.0
0 3 NEPRN U A —
m/z--> 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.439 21.12 ng 1189590  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2610 (18.439 min): BM037249.D\data.ms (-2607) (- | m/z 57.10 100.00%
57.1
5000 %AJLJ
——
M \9‘1\141218322253 2622 3412 401, 18.50
ol A L T80 e gen . £85e PRLE AP m/z 71.10  76.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
5000 R
18.50
m/z 43.10 67.46%
9.0
ol ‘L‘ |17 1910183.0225.00670 3380
\\\‘ \\‘\\\\‘\\\\’\\\f‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
——
18.50
5000 m/z 85.10 55.13%
L0 a0
(oA B A B 0 i
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane —
57.0 18.50
m/z 41.10 31.40%
5000
oLl “\ | %4%?183 0225.0268.0
B B A R anan s e —
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.074 22.33 ng 1257480  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 90

Abundance Scan 2718 (19.074 min): BM037249.D\data.ms (-2714) (- m/z 57.10 100.00%
57.1

5000

é

19.00
H\ﬁ“\‘\\‘1?’?‘2"2253‘“2‘91?334‘1‘9““42‘5"‘ m/z 71.180  75.50%

0ty
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-

T A/\/\L\/\\
5000 — ‘
19.00
m/z 43.10 65.62%
O‘ L T U \h‘\lL \“\\ ‘\ \‘ ‘ \]_\8\3\‘0\ \2\319‘()\ \2\9\6‘ \()\ T ‘ L ‘ T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
R \
19.00
5000 m/z 85.10 54.53%

o
—
N

o

§ H L ‘1690 225.0 296.0

m/z--> 0 50 100 150 200 250 300 350 400

%

Abundance #176384: Eicosane
57.0 19.00
m/z 41.10 29.09%
m/z--> 0 50 100 150 200 250 300 350 400 19.00
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Data Path

Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

t Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\

BM@37249.D

: 26 Oct 2022 22:13
: CG/JU

: N

5220-01

: 18 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 9-Octadecenoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.321 23.85 ng 1343360  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid 282 C18H3402 002027-47-6 98
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 98
3 Oleic Acid 282 (C18H3402 000112-80-1 91
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 90
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90

Abundance Scan 2760 (19.321 min): BM037249.D\data.ms (-2756) (- | m/z 55.10 100.00%
55.1
5000 JLL
11 1 - S
' ‘ 202 1 264.3 19.00 19.50
0 HW‘“ “\ m e ‘w frorrk o 38514085 475. 1. go 1 84.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176210: 9-Octadecenoic acid
55.0
5000 — ——
111.0 264.0 19.00 19.50
m/z 83.10 66.87%
T v
0 T L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
— ——
19.00 19.50
5000 m/z 41.10 63.79%
264.0
T-l .0
0 ““ ‘ ! “l““ n u\ apboa ‘ B —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176208: Oleic Acid “ ——
55.0 19.00 19.50
m/z 97.10 55.98%
5000
11.0
‘ ‘ 264.0
0 HM ‘ \"‘!m‘ﬁn‘\\“‘h\“““m 2349, ““‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 6-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.362 54.34 ng 7105730  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 96
2 Oleic Acid 282 (C18H3402 000112-80-1 95
3 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 95
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 84

Abundance Scan 2767 (19.362 min): BM037249.D\data.ms (-2762) (- | m/z 55.10 100.00%
55.1

%

5000
h 264.3 ‘ 19.00 19.50
o_HH ‘l‘ Ju"'«l'wl 1932, | 3411 4280 84S, ./, 69.10 85.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176211: 6-Octadecenoic acid
55.0
5000 264.0 - ——

19.00 19.50
m/z 41.10 59.18%

h MMﬁFMW|\ |

O‘\\\\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176205: Oleic Acid
41.0
— ——
19.00 19.50
5000 ITI/Z 83.10 56.03%
e l‘h.L 1000 2500
Ol H'ﬂ"" m“m‘mWm,‘m,uu,uu,uu,‘
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176229: trans-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 97.10  49.31%
M‘y
o_‘\‘,u““ H"lu'uw‘_m_*m,m‘,HH,HH,HH,HH,‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.439  22.94 ng 3000170  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 25
Abundance Scan 2780 (19.439 min): BM037249.D\data.ms (-2776) (- | m/z 73.10 100.00%
129.1
5000 9 N/JL
185.2 241.3
——
19.50
ok M’uu“\ i h”\ M\ Ul ‘ " “ A w“ | 1 2‘8‘#'71‘ 340 2385 -}‘4‘3‘1‘ m/z 43.10 85.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 R
129.0 1950
bg. ‘ 1850 284.0 m/z 57.10 77.42%
O' \“‘“‘H\H‘“‘“\‘ \“‘\\\\%\\‘\ \“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
——
19.50
5000 129.0 m/z 60.05 74.21%
P9.
242.0
185r ‘
0“‘“H‘ \\“H\\N‘MH“ HH\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.10 57.88%
5000
129.0
29. 228.0
o wlo -
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Tridecane, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.651 11.63 ng 1520230  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 Cl6H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 91

Abundance Scan 2816 (19.651 min): BM037249.D\data.ms (-2813) (- | m/z 57.10 100.00%

57.1
5000

S
19.50 20.00
169.2
(— ‘1 I ﬁ’ [1 16022253 3104 4023 475 .. 7119

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0

5000 — e
19.50 20.00

m/z 43.10 66.37%

183.0
113.0
\\”\H\[!‘f\h\A’\J\‘\\‘\\\‘\‘\\\\‘\\\\3%(\)\(\)\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0

T
19.50 20.00

] il
o]
N
W il
32

o

5000 m/z 85.10  56.54%

L\‘ I\ h J 1‘ ‘\1\6‘992250 296.0
\\\\‘\\ T L I L
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #107216: Hexadecane T ——
57.0 19.50 20.00

m/z 41.10  27.22%

5000 j\k/\v
H 113.0 169.0 226.0

0 *H*\***WJ*“”N***\*H*\***w****w***\*w*\**** RN *

m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM102622\

Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Tricosane Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
20.186 6.19 ng 809466  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91

Abundance Scan 2907 (20.186 min): BM037249.D\data.ms (-2904) (- | m/z 57.10 100.00%

57.1
5000

‘ ‘ F 20.00 20.50
o I ALl 29012671 3552 4334 849 .7 71.10  77.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229643: Tricosane

57.0

5000 — e
20.00 20.50

m/z 43.10 63.66%

324.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0
7 —
20.00 20.50
5000 m/z 85.10 58.00%
R e R R Ras e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane T ——
57.0 20.00 20.50

m/z 41.10  26.50%

T

0\Hiw*““ﬁf??‘%gﬁggﬁée*w**W*H*w*ww*w*w*ww

‘ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM102622\

Data File : BM@37249.D

Acq On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc

ALS vial : 18

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 3-Eicosene, (E)- Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
21.145 7.13 ng 932965  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91

Abundance Scan 3070 (21.145 min): BM037249.D\data.ms (-3067) (1 m/z 57.10 100.00%
57.1
5000
113.2 élbd él%d
. 1972 2821 v : .
oun‘u‘Jl‘W‘LWmwH_‘“_“3‘5‘5”2”4‘1‘5?‘2‘_”“5”2‘9;1 m/z 71.10 76.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 —r— —
21.00 21.50
m/z 43.10 74.01%
125.0
LT s20 2000
TTT ‘\ \f‘l\\!‘\1f\‘l\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
—— —
21.00 21.50
5000 ITI/Z 85.10 54.67%
113.0
ol IJ‘ | L4 £52.0225.0282.0
NSRS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester —— —
57.0 21.00 21.50
m/z 55.10 38.31%
5000 JLWJJ\‘M
o-HﬁFIWZSZMZSO S
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
BM@37249.D

: 26 Oct 2022 22:13
: CG/JU
: N5220-01

: 18 Sample Multiplier: 1

hod :

le

ry

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Docosyl octyl ether Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
21.992 16.80 ng 2196980  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosyl octyl ether 438 (C30H620 1000406-38-9 74
2 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 59
3 Carbonic acid, 2-ethylhexyl octa... 426 C27H5403 1000383-14-5 52
4 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 38

5 4-[3,4-Dimethoxycyclohexyl]-n-bu... 216 C12H2403 1000251-64-4 38

Abundance Scan 3214 (21.992 min): BM037249.D\data.ms (-3210) (- | m/z 57.10 100.00%
57.1

:

5000
k 265.3 ——
51 2071 ‘ 22.00
ol MMERL 27 |, saadoniae08 549 1o 7110 o303
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321444: Docosyl octyl ether
57.0
5000 SR
22.00
m/z 55.10 63.59%
dl u”k,391830 309.0
O‘\H\’\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘H\\‘H\\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance #111472: Isobutyl octan-2-yl carbonate
57.0
—r
22.00
5000 m/z 69.10 53.09%
e MJL
o"J‘,ﬂm‘MML‘_“‘_“w"H,“H,‘H‘,H“‘H“_“w‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316441: Carbonic acid, 2-ethylhexyl octadecyl ester P
57.0 22.00
m/z 83.10 43.08%

5000

:

125.0 252.0
o,M«183-°~3,14-0,,

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102622\
Data File : BM@37249.D

Acqg On : 26 Oct 2022 22:13
Operator : CG/JU

Sample : N5220-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.987 15.4 ng 125968 1  7.887 163493 20.0
Pentadecane 14.410 4.9 ng 137124 3 14.522 559054 20.0
Dodecanoic acid 14.945 20.9 ng 558405 3 14.522 559054 20.0
Hexadecane 15.357 10.3 ng 288245 3 14.522 559054 20.0
Pentadecane, 2,... 15.763 6.5 ng 181684 3 14.522 559054 20.0
Heptadecane 16.221 15.7 ng 883058 4 17.262 1126480 20.0
Tetradecanoic acid 16.668 7.5 ng 424298 4 17.262 1126480 20.0
Dodecane, 2-met... 17.009 14.9 ng 841674 4 17.262 1126480 20.0
Hexadecane, 2,6... 17.063 6.0 ng 337453 4 17.262 1126480 20.0
Tetradecane 17.751 18.5 ng 1043590 4 17.262 1126480 20.0
n-Hexadecanoic ... 18.157 20.8 ng 1170510 4 17.262 1126480 20.0
Tetracosane 18.439 21.1 ng 1189590 4 17.262 1126480 20.0
Heptadecane, 2,... 19.074 22.3 ng 1257480 4 17.262 1126480 20.0
9-Octadecenoic ... 19.321 23.9 ng 1343360 4 17.262 1126480 20.0
6-Octadecenoic ... 19.362 54.3 ng 7105730 5 21.439 2615220 20.0
Octadecanoic acid 19.439 22.9 ng 3000170 5 21.439 2615220 20.0
Tridecane, 1-iodo- 19.651 11.6 ng 1520230 5 21.439 2615220 20.0
Tricosane 20.186 6.2 ng 809466 5 21.439 2615220 20.0
3-Eicosene, (E)- 21.145 7.1 ng 932965 5 21.439 2615220 20.0
Docosyl octyl e... 21.992 16.8 ng 2196980 5 21.439 2615220 20.0
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